In the title compound, C 13 H 8 BrNO 3 S, the dihedral angles between the enone fragment and the adjacent thienyl (th) and benzene (bz) rings are 12.7 (2) and 2.8 (2) , respectively. The dihedral angle between the th and bz ring systems is 13.20 (18) . An acute C-HÁ Á ÁO interaction may help to consolidate the centrosymmetric crystal packing.
Related literature
For related structures and background, see: Harrison et al. (2007) . For reference structural data, see: Allen et al. (1987) . For general background, see: Uchida et al. (1998) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 2; y À 1; z.
Data collection: SMART (Bruker, 1999) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97. 
S1. Comment
The title compound, (I), (Fig. 1) , was prepared as part of our ongoing studies (Harrison et al., 2007) of the non-linear optical (NLO) properties (Uchida et al., 1998) and crystal structures of chalcone derivatives. Compound (I) is centrosymmetric, thus its second harmonic generation (SHG) response is zero.
The geometrical parameters for (I) mostly fall within their expected ranges (Allen et al., 1995) . The C4-C3-Br1 angle of 126.5 (13)° is somewhat obtuse, perhaps due to steric repulsion between Br1 and H6 (H···Br = 2.72 Å), as also seen in related structures (Harrison et al., 2007) . This may help to explain why Br1 is displaced from the C1-C4/S1 mean plane by 0.046 (4) Å.
The dihedral angles between the enone (C5/C6/C7/O1) fragment and its adjacent thienyl (C1-C4/S1) and benzene (C8 -C13) rings in (I) are 12.7 (2)° and 2.8 (2)°, respectively. The dihedral angle between the thienyl and benzene ring systems is 13.20 (18)° A possible weak intermolecular C-H···O interaction (Table 1) resulting in [001] chains of molecules may help to establish the crystal packing in (I).
S2. Experimental
4-Nitrobenzaldehyde (1.51 g, 0.01 mol) in ethanol (20 ml) was mixed with 1-(3-bromo-2-thienyl)ethanone (2.05 ml, 0.01 mol) in 20 ml e thanol and the mixture was treated with 8 ml of 10% KOH solution at 283 K and stirred for 8 h. The precipitate obtained was filtered, washed with ethanol and dried. Pale yellow rods of (I) were grown from a 1:1 (v/v) solution of acetone and toluene by slow evaporation (m.p.: 452-54 K). Analysis for C 13 H 8 BrNO 3 S: Found (calculated): C 46.11 (46.19); H 2.34 (2.38); N 4.09 (4.14); S 9.40% (9.48%).
S3. Refinement
The hydrogen atoms were geometrically placed (C-H = 0.93 Å) and refined as riding with U iso (H) = 1.2U eq (carrier). View of the molecular structure of (I) showing 50% displacement ellipsoids (arbitrary spheres for the H atoms). Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(2E)-1-(3-Bromo-2-thienyl)-3-(4-nitrophenyl)prop-2-en-1-one

Crystal data
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 −0.0465 (7 (4) 
